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Geometric isotope effect on naphthalocyanine 
with ab initio multi-component molecular orbital method 
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TABLE 1: Optimized geometric parameters
for naphthalocyanine by conventional MO
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Figure 3. ¸¹¦ Figure 2. Definition of geometrical 
























r1 1.018 1.018 1.012
r2 1.368 1.368 1.368
r3 1.368 1.368 1.368
r1' 1.015 1.008 1.008
r2' 1.351 1.352 1.352
r3' 1.351 1.352 1.352
TABLE 2: Optimized geometric parameters of each
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